Copper surfaces are commonly treated with benzotriazole (BTA), 1. to inhibit corrosion. H1+ is thought to be lost to the oxide coating, which is present on commercially available copper, through the formation of water'. BTA-is proposed to bind to the surface through the nitrogen lone pairs, rather than through the -.orbitals of the rings. By 
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atoms. Again, the largest dispersion is found in the -,, orbital localized at these atoms.
However, both geometries produce a repulsive interaction between adsorbate and substrate whereas the previously described perpendicular modes are attractive.
As the size of the unit cell needed to treat the chemisorption of the polymer 2b ( A last point is to consider the effects of coadsorbed oxygen on B-fA-chemisorption.
We consider only one case in which the BTA-is positioned perpendicular to the surface.
no H-bonding, with 2 oxygens per BTA-positioned over 3-foid hoinu,,s, 5b. The di-ect interaction of N2 and N 3 with the oxygen p orbitals lying in the plane of the surface accounts for a marked increase in the dispersion of these orbitals. Recall that these BTA-orbitals were primarily responsible for bonding onto clean Cu(111). In particular, a 7eV region must be taken to account for 90%A of the N 2 states on the oxide surface, whereas only 4eV is needed on the clean surface. The coupling is particularly strong because the oxygen p states lie within --2e%' of the N 2 and N3 levels. In additOi1. 
